Molecular dynamics was carried out using the SYBYL-X2.1.1(Tripos Inc, St Louis, MO, USA) with the method of simulated annealing to find the lowest energy structures of CP3. The compound was heated at a temperature of 700 K for 1000 fs to allow high degree of randomization and was cooled down to a temperature of 200 K for 1000 fs for 10 cycles. The Tripos standard molecular mechanic force field and the Gasteiger-Huckel charge were used for simulation. The distancedependent dielectric constant was set to a value of 1 and nonbonded cutoffs was set to a value of 8.0 Å. The annealed structures were finally subjected to the Powell energy minimization algorithm with a gradient 0.005 kcal mol −1 ·Å −1 . 
. The ensemble of the lowest energy structures of coumarin-peptoid obtained from the simulated annealing method. 
